The title compound, C 21 H 30 O 6 , a natural ent-kaurane diterpenoid, was obtained from the medicinal plant Isodon serra. The five rings in the molecule exhibit the expected cis and trans junctions. The three six-membered rings adopt chair, twist-boat and boat conformations, while two five-membered rings adopt envelope conformations. There are two molecules in the asymmetric unit, related by a non-crystallographic twofold screw axis; the main difference is in the different degrees of distortion of ring B. In the crystal, the molecules are linked by intermolecular O-HÁ Á ÁO hydrogen bonds, forming chains along the b axis.
Related literature
For the genus Isodon and diterpenoids, see: Sun et al. (2001) ; Yan et al. (2007 Yan et al. ( , 2008 . For bond-length data, see: Allen et al. (1987) . For the structure of another ent-kaur-16-ene from an Isodon genus, see: Feng et al. (2010) . Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.079 S = 1.00 4603 reflections 509 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.28 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Fig. 1 . Molecular configuration and atom numbering scheme for the two independent molecules of (I) in the asymmetric unit. Displacement ellipsoids are drawn at the 50% probability level. 15α,20β-Dihydroxy-6β-methoxy-6,7-seco-6,20-epoxy-1,7-olideent-kaur-16-ene 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 >σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.21535 (10) 0.59129 (13) 0.25270 (9) 0.0183 (3) (7) 0.0149 (6) 0.0048 (6) 0.0010 (5) −0.0037 (5) O2 0.0141 (6) 0.0168 (7) 0.0210 (6) 0.0026 (5) 0.0077 (5) 0.0051 (5) O3 0.0163 (6) 0.0180 (7) 0.0164 (6) −0.0010 (6) 0.0009 (5) 0.0029 (5) O4 0.0153 (6) 0.0179 (7) 0.0188 (6) 0.0032 (5) 0.0036 (5) 0.0025 (5) (7) 0.0049 (7) 0.0036 (7) C2 0.0182 (9) 0.0196 (11) 0.0268 (10) 0.0031 (8) 0.0107 (8) 0.0068 (8) C3 0.0189 (9) 0.0185 (11) 0.0269 (10) 0.0019 (8) 0.0088 (8) 0.0088 (8) C4 0.0168 (9) 0.0153 (10) 0.0222 (9) 0.0002 (7) 0.0052 (7) 0.0041 (7) C5 0.0141 (8) 0.0128 (10) 0.0160 (8) 0.0015 (7) 0.0025 (7) −0.0002 (7) C6 0.0142 (8) 0.0153 (10) 0.0172 (8) 0.0015 (7) 0.0017 (7) 0.0000 (7) C7 0.0155 (8) 0.0149 (10) 0.0122 (7) 0.0007 (7) 0.0047 (7) −0.0011 (7) C8 0.0150 (8) 0.0129 (9) 0.0132 (8) 0.0007 (7) 0.0029 (6) 0.0006 (7) C9 0.0131 (8) 0.0127 (9) 0.0130 (7) 0.0023 (7) 0.0012 (6) −0.0001 (7) C10 0.0115 (8) 0.0145 (10) 0.0140 (8) 0.0009 (7) 0.0025 (7) 0.0013 (7) C11 0.0133 (8) 0.0174 (10) 0.0158 (8) 0.0010 (7) 0.0002 (7) −0.0004 (7) C12 0.0157 (9) 0.0167 (10) 0.0254 (9) −0.0012 (8) −0.0018 (7) −0.0022 (8) C13
0.0180 (9) 0.0149 (10) 0.0192 (9) 0.0011 (7) 0.0013 (7) −0.0029 (7) C14 0.0192 (9) 0.0164 (10) 0.0144 (8) 0.0022 (8) 0.0023 (7) −0.0023 (7) C15 0.0156 (8) 0.0136 (9) 0.0158 (8) 0.0005 (7) 0.0033 (7) 0.0011 (7) C16 0.0160 (8) 0.0157 (10) 0.0200 (9) 0.0008 (7) 0.0042 (7) −0.0033 (7) C17 0.0217 (9) 0.0251 (11) 0.0240 (9) −0.0063 (9) 0.0076 (8) −0.0045 (9) C18 0.0200 (9) 0.0158 (10) 0.0253 (10) 0.0020 (8) 0.0066 (8) 0.0049 (8) C19
0.0217 (10) 0.0146 (10) 0.0311 (11) −0.0031 (8) 0.0024 (8) 0.0029 (8) C20
0.0142 (8) 0.0133 (9) 0.0156 (8) −0.0002 (7) 0.0024 (7) 0.0002 (7) C21 0.0233 (10) 0.0427 (14) 0.0205 (9) 0.0012 (10) 0.0106 (8) −0.0015 (9) O1' 0.0156 (6) 0.0206 (7) 0.0193 (6) 0.0059 (6) 0.0008 (5) −0.0019 (6) O2' 0.0231 (7) 0.0197 (7) 0.0181 (6) 0.0019 (6) 0.0082 (5) −0.0013 (5) O3' 0.0186 (7) 0.0220 (8) 0.0183 (7) 0.0001 (6) −0.0008 (5) −0.0018 (6) O4' 0.0321 (8) 0.0250 (8) 0.0194 (7) 0.0013 (7) 0.0070 (6) −0.0073 (6) O5' 0.0118 (6) 0.0189 (8) 0.0294 (7) 0.0001 (5) −0.0014 (5) −0.0013 (6) O6' 0.0188 (7) 0.0240 (8) 0.0227 (7) 0.0052 (6) 0.0078 (5) 0.0011 (6) C1' 0.0172 (9) 0.0176 (10) 0.0169 (9) 0.0024 (7) 0.0052 (7) −0.0003 (7) C2' 0.0193 (9) 0.0229 (11) 0.0251 (10) 0.0016 (8) (7) 0.0021 (7) −0.0003 (7) C6' 0.0185 (9) 0.0161 (10) 0.0172 (9) 0.0027 (7) 0.0027 (7) −0.0018 (7) C7' 0.0179 (9) 0.0194 (10) 0.0184 (9) 0.0062 (8) 0.0050 (7) −0.0023 (8) C8' 0.0135 (8) 0.0132 (9) 0.0141 (8) 0.0015 (7) 0.0017 (6) −0.0016 (7) C9' 0.0133 (8) 0.0129 (9) 0.0121 (8) 0.0009 (7) 0.0013 (6) −0.0011 (7) C10' 0.0131 (8) 0.0139 (9) 0.0134 (8) 0.0010 (7) 0.0019 (7) −0.0001 (7) supplementary materials sup-7 C11' 0.0154 (8) 0.0153 (10) 0.0127 (8) −0.0004 (7) 0.0001 (7) −0.0012 (7) C12' 0.0172 (8) 0.0179 (10) 0.0142 (8) 0.0000 (7) 0.0015 (7) −0.0016 (7) C13' 0.0159 (8) 0.0146 (10) 0.0173 (8) 0.0001 (7) 0.0018 (7) 0.0014 (7) C14' 0.0154 (8) 0.0147 (9) 0.0187 (9) 0.0036 (7) 0.0022 (7) −0.0007 (7) C15' 0.0147 (8) 0.0148 (10) 0.0192 (9) 0.0007 (7) 0.0015 (7) −0.0037 (7) C16' 0.0164 (8) 0.0157 (10) 0.0193 (9) 0.0015 (7) 0.0038 (7) −0.0035 (7) C17' 0.0206 (10) 0.0219 (11) 0.0243 (9) −0.0014 (8) 0.0037 (8) −0.0012 (8) C18' 0.0254 (10) 0.0162 (10) 0.0287 (10) −0.0025 (9) −0.0005 (8) 0.0006 (8) C19' 0.0235 (10) 0.0193 (11) 0.0284 (10) 0.0001 (8) 0.0033 (8) 0.0074 (8) C20' 0.0151 (9) 0.0182 (10) 0.0146 (8) 0.0039 (7) 0.0019 (7) 0.0001 (7) 
